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Table S1. Excited states of (I3C)2•+ (conformer B) calculated by TD-B2PLYPD/cc-pVDZ 
 
Energy Excited 
state eV nm 
Oscillator 
strength Main excitation 
1st 1.38 902 0.0001 75β → 78β 0.74592 
2nd 1.49 830 0.0018 77β → 78β 0.81770 
3rd 1.93 642 0.0042 76β → 78β 0.94639 
4th 2.60 477 0.0721 73β  → 78β  0.93682 
5th 2.61 476 0 highly mixed 
6th 3.58 347 0.025 highly mixed 
7th 3.58 346 0.003 74β → 78β 0.96707 








Figure S1. KS molecular orbitals of (I3C)2•+ (conformer B) involved in the electronic 








 d1 d2 Erel Grel* Hrel* 
C1 5 -116 0.00 0.00 0.00 
C2 128 128 0.26 0.84 0.27 
CS 76 -92 0.25 0.21 0.24 
C2-a 147 147 1.28 1.89 0.98 
 C2-b 68 68 0.00 0.00 0.00 
*calculated by the B2PLYP-D/cc-pVDZ method, using B3LYP/6-31G* thermal 




Figure S2. B3LYP/6-31G*.potential energy surface generated by scanning the two dihedral 
angles d1 and d2, in DIM•+ 
